Computational Study. DFT calculations were carried using the Gaussian 09 program package. 5 The density functional theoretical (DFT) method was employed using the B3LYP hybrid functional 6,7 with the 6-31G(d) basis set. 8 Geometry optimizations were performed without symmetries. Normal coordinate analysis at the same level of theory was performed, and the number of imaginary frequencies was 0 for all structures. --S5 Figure S3 .
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